2 ], 2 and 3, are reported. Isomers 2 and 3 are produced by reaction of the pyridyltriazole ligand 1-benzyl-4-(pyridin-2-yl)-1H-1,2,3-triazole (bpt) (1) with fac-[RuCl 2 (DMSO-S) 3 (DMSO-O)]. Reaction in acetone produces ca 95% 2, which is the OC-6-14 isomer, with cis DMSO and trans chlorido ligands, and 5% 3 (the OC-6-32 isomer, with cis DMSO and cis chlorido ligands, and the pyridyl moiety of bpt trans to DMSO). Reaction in refluxing toluene initially forms 2, which slowly isomerizes to 3.
Chemical context
Many 1,2,3-triazole-based ligands have been prepared by copper(I) catalysis of reaction of alkynes with azides; see, for example, Crowley et al. (2010) . Continuing our research concerning multifunctional chelating ligands in the construction of supramolecular metal-organic frameworks, we used bis(pyridyltriazole) ligands to make macrocyclic Cu II dimers that have found application in hosting small molecules such as DABCO and oxalate (Pokharel et al., 2013 (Pokharel et al., , 2014 . As an extension of this work, we were also interested in Ru II pyridyltriazole complexes. Ru II -polypyridine coordination compounds have been employed in dye-sensitized solar cells, optical sensors, and photoredox catalysts (Grä tzel, 2009; Orellana & García-Fresnadillo, 2004; Prier et al., 2013) . In contrast, only a small number of Ru II -pyridyltriazole complexes have been examined to ascertain whether incorporation of triazole could result in improvements compared to the polypyridine complexes. Triazole is a stronger acceptor analog of pyridine, because of its three electronegative nitrogen atoms, leading to Ru complexes with different photophysical and electrochemical properties (Schulze et al., 2009; Felici et al., 2009; Elliott et al., 2016) . Kumar et al. (2016) used benzylpyridytriazole (bpt, 1) to synthesize the homoleptic Ru II complex Ru(bpt) 3 2+ .
Our intention was to make an Ru II complex with one or two pyridyltriazoles per metal atom along with weakly ligated coordination sites to facilitate other types of chemistry. In this ISSN 2056-9890 paper, we report the synthesis of two isomers of Ru(bpt)(DMSO) 2 Cl 2 , 2 and 3 (see Fig. 1 ). Compound 2 is the kinetic product of the reaction, and it slowly isomerizes to the thermodynamically more stable 3.
Structural commentary
Complexation of RuCl 2 (DMSO) 4 and bpt in refluxing acetone gave compound 2 in good yield. Although enough bpt was present in the mixture to replace all DMSO molecules, the product contains only one molecule of bpt per Ru atom. The Ru II cation in 2 adopts a distorted octahedral geometry and beside one bpt, two S-bonded DMSO molecules occupy equatorial positions, and chlorides are coordinated in axial positions. This is the OC-6-14 isomer, according to Chemical Abstracts stereochemical notation (Brown et al., 1975; Connelly & Damhus, 2005) . The lengths of important bonds, the distances of the Ru atoms from the mean planes of the bpt ligands, and the angles between the pyridyltriazole and benzyl mean planes, are reported in Table 1 . We performed 2D NMR analysis to fully assign the peaks in the 1 H and 1 C NMR spectra. The HMBC spectrum shows cross coupling of H3, but not H2, with C5. This assignment, along with information from HSQC, NOESY, and COSY spectra (see supporting information), led to consistent assignments for the remaining atoms in 2. In this structure, the DMSO molecules are bonded through S, with S1-Ru1-S2 = 91.27 (2)
, and they are in slightly different environments, in agreement with the NMR data.
Compound 3, the thermodynamically stable product of complexation of RuCl 2 (DMSO) 4 and bpt, forms under reflux in toluene. During the reaction we detected 2 by 1 H NMR as an intermediate, and it gradually isomerizes to 3. The atoms trans to the two DMSO and chlorido ligands are similar or identical in 2, but different in 3 (which is the OC-6-32 isomer). However, bond lengths and angles in 2 and 3 are only slightly different (see Table 1 ). The 1 H NMR resonances for the two DMSO ligands differ by more in 3 (four singlet peaks) than they do in 2, as expected. Unlike in 2, the benzylic methylene hydrogens in 3 are inequivalent, and they appear as a multiplet at 5.67 ppm.
Two other isomers of the title compound, with DMSO ligands trans and Cl ligands cis (the OC-6-43 isomer) or with cis DMSO and Cl ligands and pyridyl trans to Cl (OC-6-42), are possible. We did not observe any other materials in the NMR spectra or in the isolated products that were attributable to these isomers.
Supramolecular features
The packing structure of 2 shows a non-classical hydrogen bond between Cl2 and H7 (see Table 2 ). The methine hydrogen (H7) is relatively acidic, showing a downfield 1 Table 1 Selected bond distances for complexes 2 and 3, the distance between Ru and the mean plane of the pyridyltriazole (Å ), the N1-Ru-N2 angle, and the angle between the pyridyltriazole and benzyl mean planes ( ). Table 2 Hydrogen-bond geometry (Å , ) for 2. Figure 1
X-ray structures of 2 and 3. Displacement ellipsoids are drawn at the 50% probability level, and hydrogen atoms are omitted for clarity.
Table 3
Hydrogen-bond geometry (Å , ) for 3.
NMR peak at 7.93 ppm. Li & Flood (2008) took advantage of this C-H(triazole)Á Á ÁCl interaction in preparing a neutral, macrocyclic receptor for chloride ions. Hydrogen bonds to triazole H atoms were also used by White & Beer (2012) in creating a host system that can strongly bind halides. The packing structure of 3 also shows a close interaction of H7, this time with O1 (see Table 3 ). 
Database survey

Synthesis and crystallization
General. RuCl 3 Á3H 2 O was purchased from Pressure Chemical; other reagents and solvents were purchased from Aldrich, Alfa Aesar, Acros Organics, or Combi-Blocks, and used without further purification. Bpt (1) was synthesized according to the procedure of Crowley et al. (2010) and purified by trituration with ether. The Ru starting material was fac-[RuCl 2 (DMSO-S) 3 (DMSO-O)], prepared following the literature procedure (Evans et al., 1973) and characterized by comparison with the 1 H NMR spectra of Bratsos & Alessio (2010) . Elsewhere in this manuscript, it is referred to as RuCl 2 (DMSO) 4 for simplicity. NMR spectra were recorded on a Bruker AV-400 MHz spectrometer and are reported in ppm, with coupling constants in Hz. Electrospray ionization mass spectra (ESI-MS) were measured on an Agilent 6210 instrument.
Synthesis of (OC-6-14)-Ru(bpt)(DMSO) 2 Cl 2 , 2. RuCl 2 (DMSO) 4 (101.5 mg, 0.2095 mmol) and bpt (98.3 mg, 0.416 mmol) were mixed with 20 mL acetone and the mixture refluxed for 12 h under nitrogen. The bright-yellow solution was allowed to cool to room temperature and the acetone evaporated in vacuo. Excess bpt was removed from the product as follows: The solid was sonicated with 5 mL of ether, the suspension centrifuged, and the solvent decanted. This process was repeated twice more. The resulting yellow solid was dried in air; yield 110 mg (93%). This material contains ca 95% 2 and 5% 3 by NMR. Yellow single crystals of 2 were obtained by vapor diffusion of ether into a solution of the complex in ethanol-chloroform (1:1 v/v). 149.52, 138.72, 135.27, 129.45, 129.20, 128.77, 125.69, 124.53, 121.39, 55.45, 46.55, 45.20, 44.70 
Refinement
Crystal data, data collection, and structure refinement details are summarized in Table 4 . In both structures, H atoms were placed in idealized positions and treated with a riding model, with C-H distances of 0.95 Å for Csp 2 , 0.99 Å for CH 2 , and 0.98 Å for methyl groups. U iso (H) values were set to either 1.2 or 1.5 (CH 3 ) times U eq of the attached atom. The largest peaks in the final difference maps of 2 and 3 are located 0.914 and 0.887 Å , respectively, from Ru1. For both structures, data collection: APEX3 (Bruker, 2016 ); cell refinement: SAINT (Bruker, 2012) ; data reduction:
SAINT (Bruker, 2012 ); program(s) used to solve structure: SHELXT2014 (Sheldrick, 2015a ); program(s) used to refine structure: SHELXL2017 (Sheldrick, 2015b) ; molecular graphics: Mercury (Macrae et al., 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 120.1 S1-C15-H15A 109.5 C3-C2-H2 120.1 S1-C15-H15B 109.5 C4-C3-C2 118.3 (2) H15A-C15-H15B 109.5 C4-C3-H3 120.8 S1-C15-H15C 109.5 C2-C3-H3 120.8 H15A-C15-H15C 109.5 C3-C4-C5 119.0 (2) H15B-C15-H15C 109.5 C3-C4-H4 120.5 S1-C16-H16A 109.5 C5-C4-H4 120.5 S1-C16-H16B 109.5 N1-C5-C4 123.0 (2) H16A-C16-H16B 109.5 N1-C5-C6 114.6 (2) S1-C16-H16C 109.5 C4-C5-C6 122.4 (2) H16A-C16-H16C 109.5 N2-C6-C7 107.39 (19) H16B-C16-H16C 109.5
179.97 (17) N4-C8-C9-C14 96.9 (3)
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Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 
